Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.058; wR factor = 0.151; data-to-parameter ratio = 12.2.
Related literature

Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.873, T max = 0.962 17235 measured reflections 3406 independent reflections 2585 reflections with I > 2(I) R int = 0.102 Refinement R[F 2 > 2(F 2 )] = 0.058 wR(F 2 ) = 0.151 S = 1.06 3406 reflections 280 parameters 13 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.40 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT-Plus (Bruker, 2000) ; data reduction: SAINT-Plus and SHELXTL (Sheldrick, 2008); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003) .
We acknowledge the help of Professor Jie Sun of Shanghai Institute of Organic Chemistry. metric synthesis (Akiyama et al., 2006) . Herein, we synthesized the title compound (I) and determined its crystal structure ( Fig.1) . The benzene and pyridine rings in the structural unit of (I) are almost perfectly coplanar with a dihedral angle between their planes of only 14.86 (3)°. Like other 2-pyridyl thioureas, the title compound exhibits both intramolecular and intermolecular hydrogen bonding interactions. The pyridine nitrogen N3 allows for the formation of a six membered N-H···N pyr hydrogen bonded ring which forces the two amide hydrogen atoms of the thiourea group to point in opposite directions. At the same time, the N1-H1 and C9-H9 moieties of the pyridine ring form intermolecular N-H···S and C-H···S hydrogen bonds with the S atom of an adjacent molecule (Fig. 2 ). This weak hydrogen-bonding network leads to the formation of infinite chains of molecules thus stabilizing the crystal packing.
Experimental
The title compound was synthesized by treating 3,5-bis-trifluoromethyl-phenyl isothiocyanate (2.71 g, 10 mmol) with 2amino pyridine (0.94 g, 10 mmol) in MeCN (30 ml) under stirring at room temperature for 24 h. Suitable crystals of the title compound were obtained by slow evaporation of an actonitrile solution at room temperature (3.28 g, 10 mmol). Yield 
Refinement
Large solvent accessible voids are found in the crystal. The volumes (31 Å 3 per cavity, four equivalent cavities per unit cell) of these voids are not quite large enough to host acetonitrile molecules, the solvent of crystallization, and no significant residual electron density is seen in difference Fourier syntheses maps. The largest residual electron density peak and the deepest negative density in these voids are 0.40 (0.97 Å from S1) and -0.30 (1.30 Å from C4), respectively. Also, an attempted correction for the electron density within the voids using the Squeeze algorithm implemented in the program PLATON (Spek, 2003) does not significantly improve the quality of the dataset or refinement. The fluorine atoms of the two CF 3 groups exhibit conformational disorder around the C4-C13 and C6-C14 bonds with an occupancy ratio of 0.54 (1) to 0.46 (1). They are refined with restraints for the C-F bond lengths and the F···F interatomic distances to maintain nearly tetrahedral geometry. All C-F bond lengths are restrained to 1.35 (5) Å and the displacement parameters of the disordered F atoms are restrained to an approximate isotropic behaviour. All carbon-bond H atoms are placed in calculated positions with C-H = 0.93 Å (aromatic) and refined using a riding model, with U iso (H) = 1.2 eq (C). N-bound H atoms are located in a difference map and refined with an N-H distance restraint of 0.83 (2) Å. Fig. 1 . View of the structure of the title compound showing the atom-labeling scheme. Displacement ellipsoids are drawn at the 50% probability level. For the sake of clarity, only the major orientation of the CF 3 group is shown. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.44883 (4) 1.05153 (11) 
